Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.005 Å; R factor = 0.053; wR factor = 0.161; data-to-parameter ratio = 16.2.
In the title compound, C 14 H 15 ClN 2 O 2 S, the tetrahydropyrimidine ring adopts a twisted boat conformation with the carbonyl group in an s-trans conformation with respect to the C C double bond of the six-membered tetrahydropyrimidine ring. The molecular conformation is determined by an intramolecular C-HÁ Á Á interaction. The crystal structure is further stabilized by intermolecular N-HÁ Á ÁO molecular chains and centrosymmetric N-HÁ Á ÁS dimers.
Related literature
For background to the applications of poly-functionalized dihydropyrimidines, see : Corey & Cheng (1995) ; Hurst & Hull (1961) ; Jauk et al. (2000) ; Kappe (2000) ; Mayer et al. (1999) . For ring puckering parameters, see : Cremer & Pople (1975) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z; (ii) Àx þ 1; Ày þ 1; Àz þ 1. Cg1 is the centroid of the C2=C3 double bond.
Data collection: CrysAlis Pro (Oxford Diffraction, 2009 ); cell refinement: CrysAlis Pro; data reduction: CrysAlis Pro; program(s) used to solve structure: SHELXL97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and CAMERON (Watkin et al., 1993) ; software used to prepare material for publication: PLATON (Spek, 2009 
Comment
The logic of chemical reactivity (Corey & Cheng, 1995) has found application in the rational design of a variety of drug molecules. One such class of compounds is the "Bignelli compounds". These are poly-functionalized dihydropyrimidine (DHPM's) exhibiting a broad range of therapeutic and pharmacological properties (Kappe, 2000) namely, antiviral (Hurst et al., 1961) , antimimotic (Mayer et al.,1999) and calcium channel modulators (Jauk et al., 2000) . In view of immense range of applications of this class of compounds we have undertaken a single-crystal determination of the title compound.
The tetrahydropyrimidine ring adopts a twist boat conformation. The puckering parameters (Cremer & Pople 1975) are Q = 0.277 (3) Å, θ(2) = 108.1 (3)° and φ(2) = 349.1 (6)° respectively. The orientation of the chloro-phenyl moiety is such that it bisects the twist boat conformation of the tetrahydropyrimidine ring, the C9-C4-C3-C5 torsion angle 
Experimental
A mixture of ethylacetoacetate (0.1 mol), para chlorosubstituted benzaldehyde (0.1 mol) and thiourea was refluxed in 50.0 mL of ethanol for 2.0 hrs in presence of concentrated hydrochloric acid as catalyst. The reaction completion was monitored through thin layer chromatography and and, on completion, the products were poured into ice cold water. The precipitate obtained was filtered, dried and crystallized from methanol to obtain the title compound.
Refinement
All H atoms were positioned geometrically, C-H = 0.93 Å, 0.96 Å, 0.97 Å, 0.98Å for aromatic, methyl, methylene and methine hydrogen respectively and N-H = 0.86 Å and all refined using a riding model with U iso (H)= 1.2 U eq (C, N) for aromatic and amine hydrogen and 1.5 U eq (C) for methyl, methylene and methine H atoms respectively. 
